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Features of the EDM C method

* A history of the search is kept by storing the set of accepted conformations
and organizing them into clusters.

 Low-energy conformations from different clusters are used for random
generation.

Generation of Conformations from electrostatic predictions

» The aignment of local dipoleswith the electrostatic field generated by the
rest of the molecule is analyzed for every newly accepted conformation.

o Local dipolesthat are improperly oriented are used to determine possible
movements by changes in the variablesf,y and and c.

* From thisanalysis, alist of the possible changes with an estimate of the
energy gain is generated.
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Running the program under WINDOWS

The four scripts used in batch mode:
r.bat, cpl.bat, nwr.bat and rmtmp.bat

r.bat sendsthejob to the batch queue. Should be edited to define the queue,
type and number of nodes and processors to be used, and the input files.

cpl.bat used for copying some input filesto t: in each node. This avoids
opening large number of files through the network. The name of the directory
In t: must be provided, although the default should work fine.

nwr.bat runsthe program. No need to change it except that it should point
to the same t: directory created by cpl.bat.

rmtmp.bat used for removing the directory and files created in t:
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